. The root mean squares deviation (RMSD) plots for FPR1 backbone in exemplary 100 ns MD simulations for each analyzed system. The colors are the following: FPR1 Apo in black, fMLF/FPR1 in green, and tBocMLF/FPR1 in blue.
. A distance between D106 3.33 to arginine residues in TM5. (A) to R201 5.38 (B) to R205 5.42 . Top panels -Apo FPR1; middle panels -a complex with antagonist tBocMLF; bottom panels -a complex with agonist fMLF. The distances were measured between CG atom of D106 3.33 and CZ atom of arginine residues. Figure S3 . The effect of bridging water molecules in agonist-receptor complex. Figure S4 . Forming of hydrogen bond between formyl group of fMLF and S287 7.39 . This bond was formed in each of three 100 ns simulations of FPR1 with agonist. Figure S5 . Sequence alignment for FPR1 homology modeling. The seven TM regions were built based on crystal structure of CXCR4 (PDB id 3OE0) and the helix H8 was generated based on β 2 -adrenergic receptor (PDB id 2RH1). Identical and similar residues in alignment are marked with blue color, darker and lighter, respectively. The most conserved residues in each helix (x.50) as well as the conserved motifs are encircled with green ellipses. 
